S2 Appendix Radius of gyration and asphericity analysis.
To ensure structural congruence between the ensembles generated by structure-based and explicit-solvent MD simulations, we calculated both radius of gyration R g and asphericity ∆ as functions of simulated time. The gyration tensor T of a molecule consisting of N (spherical) atoms at Cartesian positions r i , i = 1, ..., N , can be expressed as [62]
where r iα is the α th component of r i and α, β are x, y, and z. Asphericity was calculated as [62]
where λ i are the eigenvalues of T with tr T = i λ i = R
